Understanding the chemical space covered by relevant patents is an important step in early stage medicinal chemistry projects. The claimed chemical space is usually defined by generic Markush structures which are exemplified by a number of synthesized compounds with associated biological profiles.
Extracting chemical entities (manual, semi-automatic or fully automatic) from patents is not a trivial task. Once the chemical space of a patent (prophetic and/or exemplified compounds) is extracted, computational methods can be applied for data exploitation and visualisation. Here, we present two chemoinformatic tools for structural space and structural activity relationship (SAR) analysis.
To visualise the chemical space of a patent we have used ChemGPS [1] The results clearly show the benefit of such automated patent analysis methods when combined with appropriate data sources. They can help medicinal chemists to understand and quickly overview the SAR content of a patent for an efficient decision making process.
